Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.046; wR factor = 0.147; data-to-parameter ratio = 24.4.
Related literature
For the biological properties of chalcone derivatives, see: Bhat et al. (2005) ; Xue et al. (2004) ; Won et al. (2005) ; Zhao et al. (2005) ; Satyanarayana et al. (2004) . For related structures, see: Razak et al. (2009) ; Ngaini et al. (2010 Ngaini et al. ( , 2011 . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data C 29 H 40 O 3 M r = 436.61 Triclinic, P1 a = 6.5138 (16) Å b = 10.155 (2) Å c = 19.264 (5) Å = 75.361 (6) = 85.872 (7) = 83.013 (6) V = 1222.6 (5) Å 3 Z = 2 Mo K radiation = 0.08 mm À1 T = 100 K 0.29 Â 0.12 Â 0.08 mm
Data collection
Bruker APEX DUO CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2009) T min = 0.979, T max = 0.994 26295 measured reflections 7155 independent reflections 5052 reflections with I > 2(I) R int = 0.037 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.147 S = 0.95 7155 reflections 293 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.40 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C10-C15 and C1-C6 rings, respectively. Symmetry codes: (i) Àx þ 3; Ày; Àz þ 1; (ii) x À 4; y þ 1; z À 1; (iii) x À 1; y; z; (iv) x À 3; y þ 1; z À 1.
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT (Bruker, 2009); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009) . supplementary materials Acta Cryst. (2012) . E68, o2911-o2912 [doi:10.1107/S1600536812038020]
(E)-1-(3-Hydroxyphenyl)-3-[4-(tetradecyloxy)phenyl]prop-2-en-1-one
Siti Muhaini Haris Fadzillah, Zainab Ngaini, Hasnain Hussain, Ibrahim Abdul Razak and Safra
Izuani Jama Asik Comment
Chalcones are highly reactive subtances of varied nature. They have been reported to possess many useful properties including anti-malarial (Xue et al., 2004 ), anti-cancer (Bhat et al., 2005 , anti-inflammatory (Won et al., 2005) , antiplatelet (Zhao et al., 2005) and anti-hyperglynemic (Satyanarayana et al., 2004) activities. Herein, we report the crystal structure of the title compound ( Fig. 1 ).
The enone moiety (O2/C7-C9) adopts an s-cis conformation with the O2-C7-C8-C9 torsion angle of 0.64 (17)°. The dihedral angles between the least-square plane through the enone moiety and the benzene rings (C1-C6 and C10-C15) are 6.26 (7) and 4.65 (7)°, respectively. The dihedral angle between these benzene rings is 4.33 (5)°. The bond lengths observed in the title compound are comparable with the values previously reported values in the literature (Allen et al., 1987) .
The short H8A···H15A (2.20 Å) and H8A···H1A (2.11 Å) contacts results in the widening of C8-C9-C10 (126.84 (11)°) and C1-C6-C7 (123.31 (10)°) angles, respectively. The geometric parameters are consistent to those observed in closely related structures (Razak et al., 2009; Ngaini et al., 2010; Ngaini et al., 2011) .
The conformation throughout the zigzag alkoxyl tail is trans and is roughly coplanar with the attached benzene (C10-C15) ring as the torsion angle C16-O3-C13-C14 is 176.57 (10)°. However, only the aliphatic part (C16-C29) of the alkoxyl tail is constantly within the zigzag plane. The torsion angle of the aliphatic part deviate from the ideal value by 0.02 (10)-3.75 (10)° while the O3-C16-C17-C18 torsion angle shows value of 173.64 (9)°.
In the crystal packing ( Fig. 2) , the molecules are arranged in head-to-tail manner along the [-4 1 -1] direction. This arrangement is linked into extended chains through C29-H29···O1 intermolecular interactions. These chains are alternately interconnected by O1-H1O1···O2 intermolecuar hydrogen bonds. Furthermore, the crystal packing is stabilized by weak C-H···π interactions (Table 1) with the distance of 3.6159 (16) and 3.8481 (16) Å.
Experimental
A mixture of 3-hydroxyacetophenone (1.36 g, 10 mmol) and 4-tetradecyloxybenzaldehyde (3.19 ml, 10 mmol) in methanol (40 ml) was heated at reflux for 12 h. The reaction was cooled to room temperature and acidified with cold diluted HCl (2N). The resulting precipitate was filtered, washed and dried. After redissolving in hexane-ethanol (7:1 v/v) followed by few days of slow evaporation, crystals were collected.
Refinement
The O-bound H atom was located in a difference Fourier map and refined freely with O-H = 0.927 (19) Å. The remaining H atoms were placed in calculated positions with C-H = 0.93-0.97 Å. The U iso values were constrained to be 1.5U eq (C) for methyl H atoms and 1.2U eq (C) for other H atoms. The rotating model group was applied to the methyl group. Two supplementary materials sup-2 Acta Cryst. (2012). E68, o2911-o2912 outliers (0 0 1) and (1 0 1) were omitted.
Computing details
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT (Bruker, 2009); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
The structure of the title compound, showing 50% probability displacement ellipsoids.
Figure 2
Packing diagram of the title compound viewed down the a axis, showing the alternately interconnected extended chains parallel to the [4 -1 1] direction. Hydrogen atoms not involved in hydrogen bonds (dashed lines) are omitted. (Cosier & Glazer, 1986) operating at 100.0 (1) K. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
(E)-1-(3-Hydroxyphenyl)-3-[4-(tetradecyloxy)phenyl]prop-2-en-1-one
R int = 0.037 θ max = 30.2°, θ min = 2.1°h = −9→9 k = −14→14 l = −27→27 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )

